Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.047; wR factor = 0.150; data-to-parameter ratio = 9.2.
For general background to and applications of isoquinolinedione derivatives, see: Hall et al. (1994) ; Malamas & Hohman (1994) ; Nan et al. (2004) . For ring conformations, see: Cremer & Pople (1975) . For related structures, see: Fun et al. (2010) ; Wang et al. (2000) . For bond-length data, see: Allen et al. (1987) . For the stability of the temperature controller used for the data collection, see: Cosier & Glazer (1986) . 353 parameters All H-atom parameters refined Á max = 0.80 e Å À3 Á min = À0.88 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C13-C18 benzene ring. (2) 3.5904 (18) 166 (2) Symmetry codes: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 ; (ii) x; Ày À 3 2 ; z À 3 2 .
Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 Comment 1,3,4(2H)-Isoquinolinetrione derivatives have a variety of biological activities and are synthetic precursors for many naturally occuring alkaloids. On the other hand, the N-analogues of homophthalic anhydride, 1,3-isoquinolinedione and its derivatives, have a wide range of biological activities and their structural modifications with the aim of finding new drugs and medicine have drawn increasing research interests (Malamas & Hohman, 1994; Hall et al., 1994) . Some substituted 1,3,4(2H)-isoquinolinetrione and their derivatives have been reported to treat neurodegenerative diseases, especially as the medicine for Alzhermer's disease, apoplexy and brain ischernic injuries (Nan et al., 2004) . The crystal structure of Z-2methyl-3'-phenyl-spiro[isoquinoline-4,2'-oxirane]-1,3-dione has been reported (Wang et al., 2000) . In view of the importance of the title compound as a caspase inhibitor, this paper reports its crystal structure.
In the title isoquinoline-1,3-dione derivative (Fig. 1) , the dihydro-oxazole ring (C10/C11/O4/C12/N2) is essentially planar, with a maximum deviation of 0.019 (1) Å at atom O4. The oxazole ring makes dihedral angles of 73.43 (8) and 4.24 (8)°, respectively, with C13-C18 and C19-C24 benzene rings attached to it. The tetrahydropyridine ring of the tetrahydroisoquinoline ring system adopts a distorted envelope conformation with spiro carbon C9 as the flap; the puckering amplitude Q = 0.352 (2) Å; θ = 108.2 (3)° and φ = 287.0 (3)° (Cremer & Pople, 1975) . The oxetane plane (C9-C11/O3) is inclined at a dihedral angle of 67.44 (9)° with the oxazole ring. Bond lengths (Allen et al., 1987) and angles are normal and comparable to those observed in related isoquinoline-1,3-dione structures (Fun et al., 2010; Wang et al., 2000) .
In the crystal structure ( Fig. 2) , intermolecular C17-H17A···O1 hydrogen bonds (Table 1) link the molecules into zigzag chains along the b axis. The adjacent chains are cross-linked by intermolecular C-H···π interactions (Table 1) involving the C13-C18 benzene ring (centroid Cg1).
Experimental
The title compound was obtained from the reaction between 1,3,4(2H)-isoquinolinetrione (189 mg, 1 mmol) and 2,5-diphenyloxazole (440 mg, 2 mmol). The compound was purified by flash column chromatography in ethyl acetate and petroleum ether. X-ray quality single crystals of the title compound were obtained by slow evaporation of a chloroform solution.
Refinement
All the H atoms were located in a difference Fourier map [C-H = 0.95 (2)-1.021 (18) Å] and allowed to refine freely. The highest residual electron density peak is located at 0.75 Å from H10A and the deepest hole is located at 0.86 Å from C18. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.67405 (9) 0.09357 ( 0.0185 (7) 0.0172 (7) 0.0219 (7) 0.0021 (5) 0.0090 (6) −0.0008 (5) C9 0.0178 (7) 0.0192 (7) 0.0209 (7) 0.0002 (5) 0.0077 (6) −0.0009 (5) C10 0.0191 (7) 0.0181 (7) 0.0182 (7) −0.0002 (5) 0.0073 (6) 0.0006 (5) C11 0.0207 (8) 0.0192 (7) 0.0184 (7) 0.0012 (6) 0.0074 (6) 0.0003 (5) C12 0.0179 (7) 0.0145 (7) 0.0228 (8) 0.0002 (5) 0.0076 (6) 0.0011 (5) C13 0.0165 (7) 0.0216 (8) 0.0188 (7) −0.0017 (6) 0.0045 (6) 0.0008 (6) (2) C18-H18A 0.96 (2) C3-C4 1.390 (2) C19-C24 1.392 (2) C3-C8 1.394 (2) C19-C20 1.398 (2) C4-C5 1.386 (2) C20-C21 1.385 (2) Hydrogen-bond geometry (Å, °) Cg1 is the centroid of the C13-C18 benzene ring.
D-H···A D-H H···A D···A D-H···A C17-H17A···O1 i 0.97 (2) 2.51 (2) 3.213 (2) 129 (1) C23-H23A···Cg1 ii 0.96 (2) 2.66 (2) 3.5904 (18) 166 (2) Symmetry codes: (i) −x+1, y−1/2, −z+1/2; (ii) x, −y−3/2, z−3/2. supplementary materials sup-9 
